[UV spectroscopy coupled with partial least squares to determine the enantiomeric composition in chiral drugs].
In the present study, sucrose was used as a chiral selector to detect the molar fraction of R-metalaxyl and S-ibuprofen due to the UV spectral difference caused by the interaction of the R- and S-isomer with sucrose. The quantitative model of the molar fraction of R-metalaxyl was established by partial least squares (PLS) regression and the robustness of the models was evaluated by 6 independent validation samples. The determination coefficient R2 and the standard error of calibration set (SEC) was 99.98% and 0.003 respectively. The correlation coefficient of estimated value and specified value, the standard error and the relative standard deviation (RSD) of the independent validation samples was 0.999 8, 0.000 4 and 0.054% respectively. The quantitative models of the molar fraction of S-ibuprofen were established by PLS and the robustness of models was evaluated. The determination coefficient R2 and the standard error of calibration set (SEC) was 99.82% and 0.007 respectively. The correlation coefficient of estimated value and specified value of the independent validation samples was 0.998 1. The standard error of prediction (SEP) was 0.002 and the relative standard deviation (RSD) was 0.2%. The result demonstrates that sucrose is an ideal chiral selector for building a stable regression model to determine the enantiomeric composition.